The asymmetric unit of the title crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Discussion
Polynitroimidazole systems have been used as antifungal, antibacterial, antiviral, antitumor drugs [1] [2] [3] . Recently, these so called "high energy density materials" have attracted renewed attention in conjunction with their favorable detonation performance [4, 5] . As a promising candidate, 1-methyl-2,4,5-trinitroimidazole was synthesized by the nitration of 2,4,5-triiodoimidazole and alkylation of 2,4,5-triiodoimidazole [6, 7] . 2,5-Diiodo-4-nitroimidzole is an intermediate, but the position of the nitro group was not known [8, 9] . So, it was recrystallized to determine the position of the nitro group. Here we report the crystal structure of the title compound (cf. the figure) . As shown in the figure, the asymmetric unit of the title compound contains two title molecules and one water molecule. The two crystallographically independent 2,5-diiodo-4-nitroimidzole molecules and the water molecule are connected by two hydrogen bonds. The imidazole rings are planar and the dihedral angle of the two imidazole rings is 60.3°.
